LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102120\
Data File : VN064232.D

Aca On : 21 Oct 2020 19:31

Operator : JC/MD

Sample : L4434-06 20X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N102120W.M
Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.290 160 171 182 rBV 132012 210037 6.19% 1.452%
3.242 456 467 487 rVB2 21523 50684 1.49% 0.350%
rBv 268628 685418 20.21% 4.737%
3.775 616 633 655 rvB 385768 1005023 29.64% 6.946%
4.017 688 708 738 rBvV 119573 345693 10.19% 2.389%
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5.984 1293 1320 1366 rBV2 1061269 3391003 100.00% 23.436%
7.550 1789 1807 1818 rBV 205203 510297 15.05% 3.527%
7.627 1818 1831 1850 rVB2 340696 829170 24.45% 5.731%
7.987 1924 1943 1964 rBV2 222623 525050 15.48% 3.629%
8.550 2103 2118 2134 rBV 538909 1122683 33.11% 7.759%

=
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11 10.061 2569 2588 2606 rBV 851562 1576037 46.48% 10.893%
12 11.380 2983 2998 3021 rBV 876491 1531328 45.16% 10.584%
13 12.376 3294 3308 3331 rBV 742005 1242676 36.65% 8.589%
14 13.315 3587 3600 3618 rBV 860686 1443857 42.58% 9.979%

Sum of corrected areas: 14468956
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102120\
Data File : VN064232.D

Aca On : 21 Oct 2020 19:31

Operator : JC/MD

Sample : L4434-06 20X

Misc - 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N102120W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN064232.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102120\
Data File : VN064232.D

Aca On : 21 Oct 2020 19:31

Operator : JC/MD

Sample : L4434-06 20X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Propanal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

3.66 41_.33 ug/1 685418 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal 58 C3H60 000123-38-6 72
2 Trimethvlene oxide 58 C3H60 000503-30-0 9
3 Oxirane. methvl-. (S)- 58 C3H60 016088-62-3 7
4 Propvlene oxide 58 C3H60 000075-56-9 5
5 Borane, compd. with dimethylamin... 59 C2H10BN 000074-94-2 4

Abundance Scan 597 (3.660 min): VN064232.D (-578) (-) m/z 58.10 100.00%
58
5000 !! {?
39 42 55 3.40 3.60 3.80 4.00
. T O NSt | PO m/z 57.10 29.20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #218: Propanal
29 58
5000
3.40 3.60 3.80 4.00
2 m/z 39.10 9.11%
0 1215 19 63042 52 55
mz> 8 10 15 2 25 % % 4 45 5 55 80 o8
Abundance
28
3.40 3.60 3.80 4.00
5000 58 m/z 42.00 7.41%
o 1215 19 25 31 304 55
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #230: Oxirane, methyl-, (S)-
3.40 3.60 3.80 4.00
28 43 m/z 37.00 5.55%
5000
31
39
0 1215 19 2 36, 5255
s U R T B 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102120\
Data File : VN064232.D

Aca On : 21 Oct 2020 19:31

Operator : JC/MD

Sample : L4434-06 20X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Isopropyl Alcohol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.02 20.85 ug/1 345693 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 78
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
3 (R)Y-(-)-2-Pentanol 88 C5H120 031087-44-2 9
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance Scan 709 (4.020 min): VN064232.D (-688) (-) 45.10 100.00%

45
5000

39, 59 3.60 3.80 4.00 4.20 4.40
36 55 76
Obreprrrerrrrrrrprrerprreprrrregt e e || M7z 43,05 20.83%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #294: 1sopropy! Alcohol
45
5000

3.60 3.80 4.00 4.20 4.40
m/z 39.10 7.53%

c”““W”qmq”M””w”“m“”””ququuwupm“”w“qmququn“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
45
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.05 7.30%
9 29
ol 12151 26 333342 535761 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2109: (R)-(-)-2-Pentanol
45 3.60 3.80 4.00 4.20 4.40
m/z 42.05 4_.63%
5000
55
o 1519 2731 3% 51|50 7073 87
T P T T e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102120\
Data File : VN064232.D

Aca On : 21 Oct 2020 19:31

Operator : JC/MD

Sample : L4434-06 20X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Propanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

5.98 204.48 ug/l 3391000 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol 60 C3H80 000071-23-8 64
2 2-Fluoropropene 60 C3H5F 001184-60-7 38
3 Allvl fluoride 60 C3H5F 000818-92-8 32
4 Propene 42 C3H6 000115-07-1 32
5 Cyclopropane 42 C3H6 000075-19-4 32

Abundance Scan 1319 (5.981 min): VN064232.D (-1293) (-) m/z 59.10 100.00%
42 5p
5000 39 {F
5.60 580 6.00 6.20 6.40
55
o.,....,....,....,....,....,....3‘3.'.,'..!!'....,.5.2!.,..'. 162 m/z 42.10 88.21%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #291: 1-Propanol
31
5000
5.60 580 6.00 6.20 6.40
59 m/z 41.05 58.47%
27 42
R R R RS AR AN AR RS AR RN RARAN RARRA RERRE N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
59
39 5.60 580 6.00 6.20 6.40
5000 m/z 60.10 52.91%
27 33 45
o 20 24 36 |42 56 || 62
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #285: Allyl fluoride
59 5.60 580 6.00 6.20 6.40
m/z 39.10 46.31%
5000
39
21 44
o 15 19 24 | 39 | 36 | a2® 56
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 5.60 580 6.00 6.20 6.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN102120\
Data File : VN064232.D

Acq On : 21 Oct 2020 19:31

Operator : JC/MD

Sample : L4434-06 20X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N102120W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propanal 3.66 41.3 ug/1 685418 1 7.63 829170 50.0
Isopropyl Alcohol 4.02 20.9 ug/I1 345693 1 7.63 829170 50.0
1-Propanol 5.98 204.5 ug/1 3391000 1 7.63 829170 50.0
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